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Hutpo-aneTnianeTroHaTo KOMILUIEKCH Ka0 HOBa Kjaca
BHCOKOEHEPreTCKUX MaTepujajia: CHHTe3a, KapaKkTepu3auuja u
KBAHTHOXEMHjCKA MPOYYaBambha

Hanujena C. erTI/Ihl, Hsana C. Besbkosuh?, Anexcanapa b. T)YHOBI/Ih3, Jlymran JK.

Besbxopuh'

! Viusepsumem y Beoepady — Xemujcxu gpaxynmem, Cmydenmeku mpe 12-16, Beozpad, Cpbuja
?Vuueepsumem y Beozpady - Hucmumym 3a xemujy, mexnonozujy u memanypawjy, Llenmap 3a xemujy,
Fbecowesa 12, beoepao, Cpouja
 Unosayuonu yenmap Xemujcroe paxynmema, Cmyoenmceku mpe 12-16, Beozpad

XenaTHa KOOPAMHAIMOHA jelUI-EHa TPENCTaB/bajy HOBY KIAcy BHCOKOCHEPTETCKUX
MaTepujaia ca yHanpehenum nepdopmancama u ctabuiaHomhy. Y OBOM paay KOPHCTHIN
CMO KBaHTHOXEMHjCKE TIpOpadyHe Ja TMPEIBHIUMO JCTOHAIMOHE KapaKTEPUCTUKE
oabpaHux HUTPO-alETUNIALIETOHATHUX KOMIUIEKCa TMpeja3HuX MeTaja. Mare
€JIEKTPOCTAaTHUKOT MOTeHIMjaja u eHepruje aucormjauuje C-NO, Besza cy u3payyHaTe 3a
OBe KOMIUIeKce M aHanmusupaHe. OpmaOpaHu  HHUTPO-alETUIANETOHATO KOMIUIEKCH CYy
CUHTETHCAHHU U okapaktepucanu nomohy YB/BUC cnektpockomnuje. Pesynratu tectoBa y
OTBOPEHOM IIJIaMEHY Cy MOKa3aJH J1a HUTPO-aleTUIIAIIETOHATO KOMIUIEKCH rope MPUINKOM
naJjbemha U Ja OBU MOJIGKYJIH MOTY Jia c€ yIoTpeOe Kao HOBa rpyra BUCOKOCHEPTETCKUX
MaTepujaa.

Nitro-acetylacetonato complexes as a new class of highly energetic
materials: synthesis, characterization and quantum chemical
studies
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Chelate coordination compounds represent a new class of promising highly energetic
materials with improved performance and stability. In this work, we used quantum
chemical calculations to predict detonation characteristics of selected nitro-acetylacetonato
complexes of transition metals. Electrostatic potential maps and bond dissociation energies
of C-NO, bonds were calculated for these complexes and analyzed. Selected nitro-
acetylacetonato complexes were prepared and characterized by UV/VIS spectroscopy. The
results of the open-flame tests showed that nitro-acetylacetonato complexes burn upon
ignition and that these molecules could be used as a new class of highly energetic
materials.
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